Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.004 Å; R factor = 0.047; wR factor = 0.126; data-to-parameter ratio = 9.4.
Related literature
For the biological activity of benzimidazole derivatives, see: Horton et al. (2003) ; Kim et al. (1996) ; Roth et al. (1997) . For examples of benzimidazol-2-one derivatives, see: Ouzidan et al. (2011a,b,c 
Data collection
Agilent Xcalibur (Ruby, Gemini) diffractometer Absorption correction: multi-scan (ABSFAC; Agilent, 2012) T min = 0.520, T max = 1 16703 measured reflections 3233 independent reflections 2971 reflections with I > 2(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.126 S = 1.05 3233 reflections 343 parameters 1 restraint H-atom parameters constrained Á max = 0.48 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1 2 ; Ày À 1; z; (ii) Àx þ 1 2 ; y À 1; z þ 1 2 ; (iii) x À 1 2 ; Ày þ 1; z; (iv) Àx þ 1 2 ; y þ 1; z À 1 2 .
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: WinGX (Farrugia, 2012) and publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2013) . E69, o1159 [doi:10.1107/S1600536813016814] 5-Nitro-1,3-bis(prop-2-ynyl)-1H-1,3-benzimidazol-2(3H)-one Youssef Kandri Rodi, Khalid Misbahi, Abdelkrim El-Ghayoury, Leokadiya Zorina, El Mokhtar
Essassi and Lahcen El Ammari

Comment
Benzimidazoles are very useful intermediates/subunits for the development of molecules of pharmaceutical or biological interest. Benzimidazole and its derivatives are an important class of bioactive molecules in the field of drugs and pharmaceuticals. Benzimidazole derivatives have found applications in diverse therapeutic areas including anti-ulcers, anti-hypertensive, anti-viral, anti-fungal, anti-cancers, (Horton et al., 2003; Kim et al., 1996; Roth et al., 1997) .
As a continuation of our research work devoted to the development of substituted benzimidazol-2-one derivatives (Ouzidan et al., 2011a (Ouzidan et al., , 2011b , we report in this paper the synthesis of new benzimidazol-2-one derivative by action of propargyl bromide with 1H-benzo[d]imidazol-2(3H)-one in the presence of a catalytic quantity of tetra-n-butylammonium bromide under mild conditions to furnish two compounds: mono-substituted (Ouzidan et al., 2011c) and disubstituted (Scheme 1).
The asymmetric unit of title compound, 1,3-Bis(prop-2-ynyl)-5-nitro-1H-benzo [d]imidazol-2(3H)-one, contains two molecules. Each of them is build up from two fused five-and six-membered rings liked to nitro group and to two prop-2ynyl chains in opposite sides as shown in Fig. 1 . The fused ring systems are almost planar, with the largest deviations from the mean planes being -0.005 (2) A° and 0.007 (3) A° for the C1 and C14 atom, respectively. In each molecule, the two prop-2-ynyl chains are nearly perpendicular to the fused ring plan as indicated by the torsion angles: C1-N1-C8-C9 = 111.8 (3)°; C1-N2-C11-C12 = 106.0 (3)°; C14-N4-C21-C22 = 113.4 (3)° and C14-N5-C24-C25 = 109.8 (3)°. The fused ring system belonging to the first molecule makes dihedral angle of 64.39 (7) ° with that of the second molecule.
The difference between the two independent molecules lies in the crystallographic environment of each in addition to their orientations in the crystal. Indeed, in molecule I (C1 to C13), carbon C5 is involved in a C5-H5···O6 intermolecular hydrogen bond while in molecule II (C14 to C26) the corresponding carbon (C18 ) is not engaged in such a bond. In the crystal, the two molecules are linked through C8-H8A···O4 and C21-H21B···O1 hydrogen bonds in order to form dimers, which are linked together by the other C-H···O hydrogen bonds to build a three-dimensional network as shown in Fig.2 and Table 2 .
Experimental
To 5-nitro-1H-benzo[d]imidazol-2(3H)-one (0.2 g, 1.1 mmol), potassium carbonate (0.30 g, 2.2 mmol) and tetra-n-butylammonium bromide (0.07 g, 0.2 mmol) in DMF (15 ml) was added propargyl bromide (2.2 mmol). Stirring was continued at room temperature for 6 h. The salt was removed by filtration and the filtrate concentrated under reduced pressure. The residue was separated by chromatography on a column of silica gel with hexane/ethyl acetate (2/1) as eluent. Colourless crystals were isolated when the solvent was allowed to evaporate. Yield: 82%,mp: 415-417 K. 
Refinement
All H atoms could be located in a difference Fourier map. However, they were placed in calculated positions with C-H = 0.93 Å (aromatic), N-H = 0.86 and C-H = 0.97 Å (methylene) and refined as riding on their parent atoms with U iso (H) = 1.2 U eq (C, N).
In the absence of significant anomalous scattering, the absolute configuration could not be reliably determined and thus 2580 Friedel pairs were merged.
Computing details
Data collection: CrysAlis PRO CCD (Agilent, 2012); cell refinement: CrysAlis PRO CCD (Agilent, 2012); data reduction: CrysAlis PRO RED (Agilent, 2012); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: WinGX (Farrugia, 2012) and publCIF (Westrip, 2010).
Figure 1
The molecular structure of the title compound with 50% probability displacement ellipsoids (molecule I, left; molecule II, right).
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Figure 2
Packing diagram of the title compound viewed along the b-axis, showing the linkage between the molecule I (C1 to C13) and molecule II (C14 to C26). Hydrogen C-H···O bonds are shown as dashed lines. Refinement. Refinement of F 2 against all reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on all data will be even larger.
5-Nitro-1,3-bis(prop-2-ynyl)-1H-1,3-benzimidazol-2(3H)-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.07911 (10) −0.4511 (5) 0.39515 (8) 0.0308 (5) 0.0310 (10) 0.0498 (12) 0.0413 (13) −0.0166 (10) 0.0000 (9) 0.0027 (10) O3 0.0417 (12) 0.0488 (12) 0.0289 (11) −0.0105 (10) 0.0098 (9) 0.0089 (10) N1 0.0216 (9) 0.0238 (9) 0.0178 (9) −0.0001 (8) −0.0016 (7) 0.0026 (8) N2
0.0171 (9) 0.0223 (9) 0.0221 (10) −0.0024 (7) −0.0015 (7) 0.0013 (7) N3 0.0225 (10) 0.0241 (9) 0.0279 ( 0.0267 (10) 0.0508 (12) 0.0408 (12) 0.0158 (9) 0.0005 (9) 0.0101 (10) O6 0.0449 (13) 0.0591 (14) 0.0253 (11) 0.0161 (10) −0.0056 (9) 0.0117 (10) N4 0.0198 (9) 0.0282 (10) 0.0177 (9) 0.0022 (8) 0.0013 (7) 0.0044 (8) N5 0.0195 (9) 0.0221 (9) 0.0232 (10) 0.0009 (7) −0.0007 (7) 0.0043 (8) Symmetry codes: (i) x−1/2, −y−1, z; (ii) −x+1/2, y−1, z+1/2; (iii) x−1/2, −y+1, z; (iv) −x+1/2, y+1, z−1/2.
